LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027258.D

Acq On : 6 Jun 2017 20:49

Operator : SJ/MA

Sample : PB99501BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

5.709 338 344 352 rBV 92017 151767 3.36% 0.690%
6.149 411 419 433 rBV 1011753 1752673 38.75% 7.973%
rBvV 1008265 1849169 40.88% 8.412%
8.094 742 750 760 rBV 965170 1796211 39.71% 8.171%
8.564 821 830 838 rBvV 173390 311947 6.90% 1.419%
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8.893 876 886 894 rBV 676605 1265679 27.98% 5.758%
9.728 1019 1028 1039 rBvV 535865 1023932 22.64% 4.658%
11.384 1302 1310 1318 rBV 255920 487523 10.78% 2.218%
13.770 1709 1716 1724 rBV 1684689 2743527 60.65% 12.480%
15.145 1943 1950 1960 rVB2 422874 708496 15.66% 3.223%

=
QO ~NO®

11 16.625 2195 2202 2217 rBV 1403083 2258170 49.92% 10.273%
12 17.894 2411 2418 2427 rBvV2 589912 933109 20.63% 4.245%
13 20.474 2851 2857 2865 rVB 3317999 4523564 100.00% 20.578%
14 22.283 3158 3165 3179 rVB 601963 1120843 24.78% 5.099%
15 25.979 3785 3794 3811 rVB2 326235 1056025 23.34% 4._.804%

Sum of corrected areas: 21982635
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO060617\
Data File : BG027258.D

Acq On : 6 Jun 2017 20:49

Operator : SJ/MA

Sample - PB99501BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027258.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027258.D

Acq On : 6 Jun 2017 20:49

Operator : SJ/MA

Sample - PB99501BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.71 9.73 ng 151767 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 344 (5.709 min): BG027258.D (-338) (-) m/z 43.00 100.00%
43
59
5000
T 5% 560 5B 600
83 : : : :
0....,....','...!-|i....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 58.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U N R A
540 5.60 5.80 6.00
59 m/z 101.00 19.77%
2\7\ ll H 70 83 1?1
L L L U S S S S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
540 560 580 600
5000 M m/z 58.00 17.83%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4-methyl-
43 540 5.60 5.80 6.00
m/z 41.00 9.33%
5000
15 - 101
0"”I"”I"ﬁﬁ"”l?g”l"”l"”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027258.D

Acq On : 6 Jun 2017 20:49

Operator : SJ/MA

Sample - PB99501BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown8.09 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

8.09 115.16 ng 1796210 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (8.088 min): BG027258.D (-742) (-) m/z 132.00 100.00%
5000 68
20 s % J 780 800 820 840
ol |77?.7.I,]19‘L??1.5,.. e || M/Z 68.00  46.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A
7.80 8.00 8.20 8.40
33 44 105 m/z 134.00 31.64%
%P | |
0""l""'ﬁ""'l""l"" R UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 780 8.00 820 840
5000 gg 116 m/z 66.00 30.13%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R B
132 7.80 8.00 8.20 8.40
o7 m/z 69.00 18.86%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 780 8.00 8.0 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027258.D

Acq On : 6 Jun 2017 20:49

Operator : SJ/MA

Sample : PB99501BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.71 9.7 ng 151767 1 8.56 311947 20.0
unknown8 .09 8.09 115.2 ng 1796210 1 8.56 311947 20.0
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